Initial experimental studies based on NMR experiments in solution identified the non-polar (A) and polar (C) conformations (Fig. 9) . The non-polar conformation A [1] [2] [3] has a (+)-gauche conformation with a dihedral angle of approximately 60° for H2'-C2'-C3'-H3' (Fig. 11) . A small amount of the (-)-gauche conformation B was also identified by a VCD study. 
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In the polar or "hydrophobic collapse" conformation C, 1, 4 dominant in polar solvents such as aqueous DMSO, the H2'-C2'-C3'-H3' has a dihedral angle of 180°. The partially eclipsed conformation D was later identified based on analysis of 19 F− 1 H heteronuclear NOE spectra of difluorinated paclitaxel. 5 A more detailed approach which combined a paclitaxel ROESY dataset obtained in CHCl 3 with computational analysis, detected eight significant paclitaxel conformers, including the previously observed (+)-g-non-polar, (-)-g and polar conformations, and also a set of "open" conformations lacking any phenyl-phenyl hydrophobic collapse, one of which was named T-Taxol (A). 6 Newman representations of the C2'-C3' dispositions of the various taxol conformations are shown in Fig. S1 . The X-ray structure of paclitaxel has also been considered as a potential tubulin-binding conformation. 
